Experimental details
The C-bound H atoms were geometrically placed (C-H = 0.95 Å) and refined as riding with U iso (H) = 1.2Ueq(C). The N-bound H-atom was located in a difference Fourier map but was refined with a distance restraint of N-H = 0.88 ± 0.01 Å, and with U iso (H) set to 1.2U equiv (N).
Comment
The crystal and molecular structures of the title compound were determined as part of on-going studies into the structural chemistry of 1,2,4-triazole-5-thiones [5] , compounds of interest owing to their potential pharmacological [6, 7] ; they are also known to coordinate metals [8] .
The molecule in the title compound is shown in the figure (70°probability displacement ellipsoids) and features a strictly planar 1,2,4-triazole ring with r.m.s. deviation of the fitted atoms being 0.0057 Å. The appended thione-S1 and ipso-C3 atoms lie 0.084(1) and 0.044(1) Å out of the plane, respectively. The planarity does not extend to the pendant phenyl ring as seen in the dihedral angle of 47.45(7)°between the aforementioned rings. The crystallographic study proves the molecule to exist in the thione form rather than the thiol tautomer as seen in the S1-C1 bond length of 1.6847(13) Å. Within the five-membered ring, the short C2-N2 bond length (11)°is wider than the N1-N2-C2 angle of 103.42(10)°, again consistent with protonation at the N1 atom. These observations are as observed for the recently described 4-chlorophenyl derivative [5] as well as for the derivatives with a N-bound methyl group [9] and N-bound 2-morpholinoethyl substituent [10] .
The formation of an eight-membered {· · · HNCS} 2 synthon is the key feature of the molecular packing [N1-H1n· · · S1
i : H1n· · · S1 i = 2.374(13) Å, N1· · · S1 i 
